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Infusion Capourd Cptimization
1 MSAMS Pralysis, negative ‘
4 Precursor ior: MW Ion Search Winckow: £ 1.000 (Om)

Procuct dons Rito Select, Criteriar
From the most intense: 3 peaks. Build final method using 3 most intense pesks.
Exclude Product Tons within + 5.000(0n) of Precursor Ion m/z. )
Min. mass for product ian: 40.000(0a}. Threshold for prodct ion > 0.0(cps)
Quad 1 Resclution: Unit resolution, Cuad 3 Resolution: Unit resolution
Target Corpourd Ml {neutral, Da) No. Charges :
Norylphenol 220,200 1
Initial Ol Scen
Target: Capound Mass (Da) Intensity(cps) (5 MCA Bverage) ‘évs'ﬁ—é-
Nenylphenol, 219.059 £83260 = ;
Parameter: DE  Start: —-400.C Stopr  -1.C Step: 5.0 : 6\-'\’-}-:%'“ 3 AS Bo
Masses(Da} Quent Value New Vaiuve Intensity{cps) ) . _
219.059 -%0.0 ~75.0 170496 Lensprny Vo [ag0 = 4572
Final Q1 Scan ) . ﬁeo
Target Campound ; Ma.;s ‘DS% Intengity(cps) (5 MA Average) wawr
Nenylphenol 19.061 186600 , - -
Firal QIMI Method: Nenylphenol QCpt FinalQIME Neg.dam lon Sovree (Das ) CI_O
Target Copound: Nonylrhenol i”"" SN'“’ @5@5 2. e
Initial Product Mass  Initial Product Ion Intensity{cps) (26 MB Sum)
133.136 71000 ,
116.844 14000 Nedle x = 5570
| 118.882 13000 _
Parameter: CE  Start: -130.C Stopr 5.0 Step: * 2.0 , Y = 2.9
Masses (Da) CQurrent Value New Value *Intensity{cps)
219.061/116.844 -54.0 -76.0 755
219.061/118.882  -54.0 -46.0 1002
219.061/133.136  -54.0 -36.0 7858
Parameter: (XF Start: -55.0 Stop: 0.¢C Step: 2.0
Masses (D2) Current Value New Value Intensity{cos)
|| 219.061/116.844 5.0 ~7.0 780
i | Parameter: CF Start: -55.C Step: 0.0 Stepr 2.0 ' 5
Masses (Da) Qurent Value  New Value Intensity{cps) } ' e bl
219.061/118.882 -5.0 5.0 910 : e !
Paramster: CXKE Start: -55.C Stopr 0.0 Step: 2.0 E’
.1 Masses(Da) Current Value New Value Intensity (qs) ;@ / p)
219.061/133.136 ~5.0 -9.0 : 6977 ,;/ =
Final Product Ion Mass{la)  Firsl Procict Ton Tnbensity(cps) (10 MCA Zverage) A e / w
P]o117.100 950 %0
i1 118.900 1140 7
132.900 8120 ‘
| optiimal Procuct Ton Mass: Cptimal Procuct Ton Tntensity: 8120
Ootimal Product Ion Mass: 118,500 Qptimal Procuct Jon Intensity: 1140 ! %v
Cotimel Procuct I Mass: 117.10C  (ptimal Prodict Ion ntensity: 950 ( Ay ¢ W}
Final MRM Method: Nenylphenol QOpt FinalVRM Neg.dem
Corpound optimization campleted successfully. ) ,
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Infusicn Compond Cptimizarion

MBS Aralysis, negative

Precrsor ion: M Ton  Sesrch Window: £ 1.000 (Dw)
Prodact ions Ao Seleck, Criteria: » ;
Fram the wost intense: 3 peaks. . Budld final wethod uvsing 3 most intense peaks,
Exclide Procuct Ions within £ 5.000(r) of Precursor Ionw/z.

Min, mass for product ion: 40.000(Da). Threshold for product ion > 0.0{cps)

Quad 1 Resolution: Unit resolution, Quad 3 Resolution: Unit resolution

Cptimal Product Ion Mass:  116.90C Qotimal Prodiuct Ion Intensity:

Final MM Method: Octyiphenol QOpt Fina1MRM Neg.dam
Carpound cptiimization oopleted successfidl ly.

BRI AL N IV . A

] invenied by:

Target Campourd MW (newial, D) No. Charges
Cctylphenol 206.200 1
Initial Q1 Scan .
" Target Compourd Mass (Da) Intensity{cps) (5 MA Average)
Cetylphenol 204.980 838880
Parameter: DF  Start: -400.C Stgp:r  -1.C Stepr 5.0
Masses (DB} Current Value New Value Intensity{cps)
204.990 -20.0 —85.0 216555
Final Ol Scan )
: Target Compourd Mass{Da) Intensity{cps) (5 MA Average)
Cetylphenol 205.019 249660
Final QIMI Method: Cctylphenol (rpt, FinsiQIMI Neg.dam
Target Copourd: Cetylphenol ‘
Initial Product Mass Initial Prodct Ton Intensity{cps) (26 MA S
133.101 ' 43000 )
134.200 38000
117.000 6000 N ,
Paramefer: (£ Start: -130.0 Stop: ~5.C Step: 2.0
Masses (Da) Current Valve New Value Intensity{cps)
205.019/117.000 -54.0 -84.0 545
205.019/133.101 -54.0 -34.0 6712
205.019/134.200 -54.0 -26.0 5125
Paremeter: CXF Start: -55.C Stop: 0.¢C Step: 2.0
Masses (Da) Carrent Value New Value Intensity (ops)
205.019/117.000 - -5.0 -7.0 497
Paramster: (XF Start: -55.C Step: 0.C Step: 2.0
Masses (Da) Current Value New Value Intensity{qs)
205.019/133.101 -5.0 ~7.0 6435
Paraneter: (XF Start: -55.C Step: 0.0 Step: 2.0
{ Masses (Da) Current Vahe New Value Intensity (qps)
1205.019/134.200 -5.0 - -1.0 8547
Finzal Product Ton Mass(Da) Final Prodact Ton Intensity{cps) (10 MA Average)
116.900 530
2. 6880
§ 134,200 ) 5830
Qotimal Product I Mass: 132,500 Cptimal Product -Ton Intensity: €880
Cptimal Prodict Ion Mass:  134.20C Cotimal Prcduct Ion Intensity: 5830
530
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Infusion Copoard Cptimization ’ .
ME/S Bralysis, negative ‘ < infused &t 2, A fpri's
Precursor iocn: MY Ion Search Window: + 1.000 (Da)
Product ion: Bito Select, Criteria:
{ From the most intense: 3 peaks. Build firal methed using 3 most intense peaks.
Exclude Product Iens within + 5.000(Da) of Precursor Ion m/z.
Min. mass for product ion: 40.000(De). Threshold for product ien > 0.0{cps)
Qead 1 Resolution: Unit resolution, . Quad 3 Resolution: Unit resoluticon
Target Compourdd ) Mifeatral, Da) No. Charges
Nenylphenol -4 ‘ 224.200 1
- Initial Q1 Scen
Target Carpourd Mass (Da) ’ Intensity{cps) (5 MCA Average)
Nerylpheno) ~d4 223.056 61200
Parameter: DF  Start: -400.C Stop:  -1.C  Step: 5.0
i Masses {Da) Qurent Value New Value Intensity{cps)
223,056 ~90.0 -95.0 60938
Final Q1 Scan )
Target. Capound Mass(fa) Intensity{cps) (5 MA Average)
Nonylrhenol—~4 223,018 69580
Final QIMI Method: Nonylphenol-dd QOpt FinalQIMI Neg.dam
Target Compound: Nenylphenol -4 R
Tnitial Product Mass Initial Prodct Ion Intensity(cps) (26 MA Sm)
110,026 , 18000 '
122.200 6000 4
88.800 - 5000
Parzeter: CE  Start: -130.0  Step: 5.0 Stepr 2.0
Masses (Da} Qurrent. Value New Value Intensity{qos)
223.019/88.800 -54.0 -122.0 63
223.019/110.026 -54.0 -30.0 5855
223.019/122.200 ~54.0 T-126.0 60

Intensity = 60 {cps) is too Iow. Min. Intensity = 100 (cps}
Parameter: XF Start: ~55.C  Step: 0.C° Step: 2.0
Masses (fa} Current Value New Value Intensity{cps)
223.019/88.800 -5.0 -1.0 67
Intensity = 67 (ops) is tco low. Min. Intensity = 100 (cps)
Parameter: (XF Start: -55.C  Stop: 0. Step: 2.0 :

Masses(Da) Qrrent: Value New Value Intensity(qos)
223.019/110.026 -5.0 -5.0 5878

Farameter: CXE Start: -55.C Stop: 0.0 Step: 2.0

Masses (Da) Querent Valie New Value Intensity(cps)
223.019/122.200 ~5.0 =550 &7

Intensity = 67 (gps) is too low. Min. Intensity = 100 {cps)
Final Product Ton Mass (Da) Final Procuct Ion Intensity{cps) (10 MR A )
90.200 100

6410
123,800 80
COptimal Product Tor Mass: - 110.00C Qptimal Prodiuct Ion Intensity: 6410
Optimal Product Ton Mass:  90.20C  Cptinel Prodixct Ion Intensity: 100
Qetimal Product Ion Mass:  123.80C Cptimal Prodixct Jon Intensity: 80

Final M Method: Nonylphenol-dd (0pt FinalMRY Neg.dam
Corpord cptimization capleted successfully.
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